Table S1
Criteria of acceptation for different trial moves (N i -the number of i-th kind of molecules, Ttemperature, k B -Boltzmann constant, V -volume of the simulation box, ΔU -the change in configurational energy, Γ -reaction quotient, Z i -the activity of i-th component (Z i = p i /k B T and p i is the pressure of i-th component in the bulk phase); we have assumed the ideality of the gases).
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annihilation of molecule of i-th kind 1 min 1; exp Figure S1 Figure S2 . As in Figure S1 , but for the fixed value of the equilibrium constant (Γ = 1) and different values of the potential well depth for product molecules (ε BB ). The horizontal lines present the x B mole fraction in the bulk phase (it should be noted that these lines are overlapped). Figure S3 . As in Figure S1 
